The experimental NEXAFS spectra were obtained using the procedure outlined in Outka and coworkers [1] . The difference between the NEXAFS spectra collected at θ = 90° and 20°, where θ is the angle between the electric vector of the x-ray beam and the same normal, was used to locate the positions individual signals and their widths. The NEXAFS spectrum measured at the 'magic angle' (θ = 55°) was used to determine the parameters of the step edge and the angleindependent background signal. The individual spectra were then fitted by varying the intensities of the individual peaks, while keeping the step edge and the angle-independent background signal unchanged. An example of spectral fits is shown in Figure 1 , for sample SF10-170 with C16-SH SAM. The intensities of the individual peaks in the NEXAFS spectrum can be used to deduce the orientation of the molecule on ITO. This is outlined below.
Evaluating experimental CH and CC intensities from NEXAFS data
The experimental NEXAFS spectra were obtained using the procedure outlined in Outka and coworkers [1] . The difference between the NEXAFS spectra collected at θ = 90° and 20°, where θ is the angle between the electric vector of the x-ray beam and the same normal, was used to locate the positions individual signals and their widths. The NEXAFS spectrum measured at the 'magic angle' (θ = 55°) was used to determine the parameters of the step edge and the angleindependent background signal. The individual spectra were then fitted by varying the intensities of the individual peaks, while keeping the step edge and the angle-independent background signal unchanged. An example of spectral fits is shown in Figure 1 , for sample SF10-170 with C16-SH SAM. The intensities of the individual peaks in the NEXAFS spectrum can be used to deduce the orientation of the molecule on ITO. This is outlined below.
Evaluating molecular orientation from NEXAFS data
The equation for NEXAFS intensity, I xy , from a molecular orbital associated with the transition from bonding to antibonding state of a X-Y sigma bond (1s → σ ) has the form [2] :
where A is a constant, P is the polarization factor (degree of linear polarization, in our case P≈0.85) of the x-ray beam, and and are the NEXAFS resonance intensities associated with the parallel and perpendicular component of the x-ray beam E vector, respectively. The equations for I and read [2] :
( )
where B is a prefactor, which is a function of the bond absorption cross-section and instrumental parameters, θ is the angle between the substrate normal and the electric field vector of the polarized x-ray beam, and α X-Y is the angle between the surface normal and the antibonding orbital of the X-Y bond. Experimental (black lines) and fitted (red line) NEXAFS spectra for sample SF10-170 (ITO covered with C16-SH SAM) measured at various angle θ (angle between the electric vector of the x-ray beam and the sample normal). The solid line represents the overall NEXAFS intensity, which is comprises the contributions of individual peaks intensities, the step-edge, and an angle-independent background (shown in the lower right part); the latter is taken to the same for all sample/x-ray beam geometries.
By combining equations (1)-(3) one arrives at:
where C is a constant.
The orientation of the alkane chain on the surface is determined by invoking the 'titled chain' model proposed by Stöhr and coworkers [1, 3] :
where δ C-C-C is the bong angle between three neighboring carbon atoms (taken to be 115° [1] ), δ H-C-H is the bond angle between the sequence of hydrogen-carbon-hydrogen atoms (taken to be 110° [1] ) and τ is the tilt angle of the chain with respect to the surface normal. Modeling of the experimental data is carried out by combining equations (4) and (5) 
